lavender. The metal ion in the A site is modeled as manganese (orange), a likely contaminant from the pyrophosphate stock used in the soaking experiment. An anomalous difference map (cyan) was calculated for this region, and is contoured at 3σ. The metal in the B site has no observed anomalous signal, and the coordination geometries and distances are consistent with magnesium (yellow). B. Active site of the wildtype hPol μΔ2 pre-catalytic ternary complex, with protein side chains in dark green, the primer terminal nucleotide in
Supplementary
In the WT post-catalytic nicked complex, the incoming nucleotide refers to the pyrophosphate (PPi) leaving group. e In the post-catalytic nicked complexes with incoming rUTP, the incoming nucleotide refers to a rUTP bound after the newly incorporated UMP has been expelled from the active site. f In these post-catalytic nicked complexes with incoming dTTP, the incoming nucleotide refers to the triphosphate from a mostly disordered dTTP molecule.
g In these post-catalytic nicked complexes with incoming dTTP, the incoming nucleotide refers to either the triphosphate from a mostly disordered dTTP molecule (where the the substrate remains in the catalytically relevant conformation after incorporation, chain X), or to a dTTP bound after the newly incorporated dTMP has been expelled from the active site (chain Y).
